A QSAR model for predicting mutagenicity of nitronaphthalenes and methylnitronaphthalenes.
A quantitative structure-activity relationship model for prediction of mutagenicity of nitronaphthalenes and methylnitronaphthalenes was developed using some fundamental quantum chemical descriptors. The cumulative cross-validated regression coefficient value for the optimal quantitative structure-activity relationship model is 0.711, showing a good predictive capability for mutagenicity of nitronaphthalenes and methylnitronaphthalenes. Results from this study indicate that mutagenicity of nitronaphthalenes and methylnitronaphthalenes increases with increasing frontier molecular orbital energy value, i.e., the sum of the energy of the highest occupied molecular orbital and the energy of the lowest unoccupied molecular orbital, or decreasing the energy of the second highest occupied molecular orbital, final heat of formation, and core-core repulsion energy values.